Discussion
The cavity of the title crystal structure adopts an elongated shape, thereby considerably deviating from the usual torus shape of nonpermethylated/J-cyclodextrins (ß-CDs) [2] , This can be seen, for example, when considering the distances between 021 and 051 ( 10.37 Â), and between Ol and 031 (8.53 Â). However, a similar lengthening was observed in the solid state of several permethylated ß-CDs [3, 4] . The presence of the sulfur cap pushes glucose ring Β (i. e. the one lying between the capped sugar units) far away from the average plane defined by the 0-4 atoms Ol, 061,051, 041, and 031 (distance of 015 to this plane 2.61 Â), all other glucose units being bisected by this plane. The sulfur bridge further induces a strong distortion within glucose ring B. Thus, while all other glucose rings are in the usual 4 C1 chair conformation, glucose Β adopts a x Hi halfchair conformation. The sulfur atom lies above the cavity entrance, with one of its lone pairs pointing towards the interior of the receptor. Its distance to the plane defined above is 1.08 Â. A molecule of pentane is located inside the cavity, the C5 chain being roughly parallel to the 031-061 vector. 
